Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.007 Å; R factor = 0.026; wR factor = 0.062; data-to-parameter ratio = 15.7.
Related literature
For the synthetic procedure, see Larsen et al. (1956) . For related crystal structure determinations: 1,3,5-triiodobenzene, see: Margraf & Bats (2006) ; sodium diatrizoate, see: Tonnessen et al. (1996) . For the 1,3,5-triiodobenzene core as the basis of contrast agents, see : Yu & Watson (1999) .
Experimental
Crystal data 
Data collection
Bruker SMART 6000 diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.106, T max = 0.345 (expected range = 0. 061-0.197) Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) Iodine-based compounds have always been in the focus of contrast agents for X-ray imaging. The 1,3,5-triiodobenzene core has been the basis of many contrast agents (Yu & Watson 1999) . The ionic monomer diatrizoate was one of the first compounds used (Tonnessen et al. 1996) .
The title compound, 5-Amino-2,4,6-triiodoisophthalic acid (hereafter I3C), crystallizes as a monohydrate, due to water impurities in the crystallization solution. It forms hydrogen bonds with all potential donors as well as the lattice water being involved ( Fig. 2 , Table 1 ). However, the interaction between N13 and O12 is slightly weaker. In the crystal, the molecules are positioned perpendicular to each other, showing no π-π interactions of the phenyl rings (Fig. 3 ).
The three functional groups for hydrogen bonding, along with the three iodine atoms, render I3C a suitable agent for experimental phasing of macromolecules (Beck et al., unpublished results) . The iodine atoms give rise to a large anomalous signal, even at in-house sources. Additionally, they form an equilateral triangle (I-I 6.0 Å) which is easy to recognize in the heavy atom substructure when this compound is used as a heavy atom derivative for macromolecular phasing.
Experimental
The title compound was prepared according to the reported procedure (Larsen et al. 1956 ). It was recrystallized from a methanol-acetonitrile solution by slowly evaporating the solvents to obtain crystals suitable for X-ray single-crystal diffraction.
Refinement
Hydrogen atoms were located via the difference Fourier map and their geometrical positions were refined with restraints.
The U values were set to 1.5 U eq of their parent atom. Bond lengths for hydrogen atoms were restrained to be equal (SADI in SHELXL-97). Phenyl ring and carboxylate groups were restrained to planarity. Figures   Fig. 1 . A view of I3C. Displacement ellipsoids are drawn at the 50% probability level. The hydrogen bond within the asymmetric unit is shown as a dashed line.
supplementary materials sup-2 large as those based on F, and R-factors based on ALL data will be even larger. Hydrogen atoms were located via the difference Fourier map and their geometrical positions were refined with restraints. The U values were set to 1.5 U eq of their parent atom. 
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